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Source of material
The title complex was synthesized by mixed solution method. A solution of Ni(CH 3 COO)2 · 4H2O (0.106 g, 0.5 mmol) in 10 ml methanol was added to a solution of a-pyridoin (0.115 g, 0.5 mmol) in 10 ml of methanol. The reaction mixture was stirred for 2 h at room temperature and then filtered. The filtrate was kept to diffuse in ether. After two weeks, blue block crystals were obtained. Elemental analysis: found -C, 54.63 %; H, 3.99 %; N, 10.17 %; calc. for C25H22N4N1O7 -C, 54.68 %; H, 4.04 %; N, 10.20 %.
Experimental details
The methanol Η atoms could neither be located from Fourier difference maps nor added geometrically due to the strong disorder of the solvent molecule over probably eight positions. The occupancy factors for C and Ο atoms are 0.25 or 0.50. The other Η atoms were located from Fourier difference maps and refined using riding rigid body model.
Discussion
Coordination complexes of the first transition metal are known to provide the driving force for rearrangement by stabilizing the products, which is very important in multiple biological processes [1, 2] . 2,2'-pyridoin molecules have been well-investigated by crystallography [3] [4] [5] . However, studying on a-pyridoin molecule, a ligand similar to 2,2'-pyridyl molecule, is still rare. Herein, we present the synthesis and crystal structure of the rearrangement product of α-pyridoin with Ni(CH3COO)2 · 4H2O. The crystal structure of the title compound consists of neutral Ni[(C 5 H4N)CC02(0HXC5H4N)]2 entities and uncoordinated disordered methanol molecules, indicating a metal-promoted rearrangement of α-pyridoin to form 2-hydroxy-2,2-di(pyridin-2-yl) acetic acid. Each Ni(ü) atom is six-coordinated and has a approximate octahedral environment (G1N4O2) with the Ni(II) atom at the center of symmetry (figure, top). Within the equatorial plane, the sum of the relative bond angles (Ζ.Ν1-ΝΪ-Ν2 = 85.4(1)° and Ζ.Ν2-ΝΪ-Ν1' = 94.6(1)°, symmetry code i: -x,-y,2-z) around Ni(II) atom is 360°. The apical Z-Ol-Cul-Ol' bond angle is 180°. The two independent Ni-Ν bond distances are nearly equivalent (2.064(3) Ä and 2.073(3) Ä) and slightly longer than the stronger Ni-Ο bond (2.046(2) A). The pyridine rings in the same ligand are in normal cis-position and the dihedral angle between them is 65.4°. Interestingly, through the intermolecular C-H-Ο bond (3.276 Ä -3.365 A) and π-π interactions between the pyridine rings with a distance of 3.465 A, the adjacent mononuclear units are linked into an extended grid network parallel to the a,b plane. Moreover, the intermolecular O-H-Ο bond (2.879 Ä) further connect the planes into 3D supramolecular architecture with channel (5.625 χ 7.117 Ä 2 ; figure, bottom). 
